K
, K D,init and K flip for the two-step binding model shown in Figure 5a are defined as follows: Taking the inverse of eq. (4) and separating the terms:
Substituting with eqs. (5) and (6),
Taking the inverse again yields equation (1) U thionucleoside base pair (middle) used to mimic the innerhelical position of the target base in the initial M.TaqI-DNA complex before base flipping. The cross-linked base pair is missing the methyl group and therefore might be a better mimic for the A/T substrate than for the A Me /T product in DNA.
